Electronic Supplementary Material (ESI) for Nanoscale. This journal is © The Royal Society of Chemistry 2016 The black crosses show the position of experimental fiber structures in the sketch-map space. Since the experimental structures lack the last amino acid, we have assumed for the corresponding backbone angles those for an ideal β -strand (150 o and -80 o ), for Φ of residue A and Ψ of residue E, respectively. It is apparent that the experimental fibers correspond to a region that is much less populated on the surface than in bulk water The calculated surface spectrum agrees better with the experimental data than those calculated from bulk structures. In particular, structure 2 is quite close to fiber, with a similarity index s ≈ 9. (b) Snapshots of the simulated bulk structures used for the spectra calculations. They have been oriented on the surface by aligning them to the conformationally closest structure in the surface conformational ensemble of the peptide.
